Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.035; wR factor = 0.098; data-to-parameter ratio = 12.7.
In the molecule of the title compound, C 18 H 12 N 2 OS, the tetrahydrobenzo[h]quinoline fused-ring system is buckled owing to the ethylene -CH 2 CH 2 -fragment, the benzene ring and the pyridine ring being twisted by 16.0 (1) . The 4-substituted aromatic ring is bent away from the pyridine ring by 59.5 (2) (for the major disordered thienyl component) in order to avoid crowding the cyanide substituent. In the crystal, two molecules are linked by a pair of N-HÁ Á ÁO hydrogen bonds to form a centrosymmetric dimer. The thienyl ring is disordered over two sites in a 72.7 (2):27.3 ratio.
Related literature
For background to the anticancer properties of this class of compounds, see: Rostom et al. (2011) .
Experimental
Crystal data C 18 H 12 N 2 OS M r = 304.36 Triclinic, P1 a = 6.9952 (3) Å b = 9.1809 (4) Å c = 11.1837 (5) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). (2) C1 1.2328 (6) 1.0301 (6) 0.1115 (5) 0.0157 (7) 0.727 (2) H1A 1.2578 1.1055 0.0578 0.019* 0.727 (2) C2 1.3559 (7) 0.9300 (6) 0.1367 (5) 0.0163 (7) 0.727 (2) (7) 0.0182 (6) 0.0045 (5) 0.0013 (5) 0.0070 (5) C4 0.0159 (6) 0.0181 (7) 0.0138 (6) 0.0011 (5) 0.0005 (5) 0.0050 (5) C5 0.0132 (6) 0.0189 (7) 0.0192 (7) 0.0030 (5) 0.0043 (5) 0.0055 (5) C6 0.0141 (6) 0.0182 (6) 0.0160 (6) 0.0040 (5) 0.0015 (5) 0.0033 (5) C7 0.0148 (6) 0.0191 (7) 0.0147 (6) 0.0043 (5) 0.0026 (5) 0.0052 (5) C8 0.0159 (6) 0.0174 (6) 0.0163 (6) 0.0049 (5) 0.0038 (5) 0.0044 (5) C9 0.0147 (6) 0.0177 (6) 0.0158 (6) 0.0015 (5) 0.0022 (5) 0.0036 (5) C10 0.0176 (6) 0.0222 (7) 0.0169 (6) −0.0030 (5) 0.0010 (5) 0.0041 (5) C11 0.0139 (6) 0.0220 (7) 0.0168 (6) −0.0006 (5) 0.0004 (5) 0.0023 (5) C12 0.0177 (6) 0.0149 (6) 0.0157 (6) 0.0015 (5) 0.0007 (5) 0.0009 (5) C13 0.0190 (7) 0.0206 (7) 0.0186 (7) −0.0007 (5) −0.0024 (5) 0.0020 (5) C14 0.0268 (7) 0.0212 (7) 0.0148 (6) 0.0005 (6) −0.0030 (5) 0.0035 (5) C15 0.0242 (7) 0.0201 (7) 0.0152 (6) −0.0001 (5) 0.0037 (5) 0.0037 (5) C16 0.0172 (6) 0.0191 (7) 0.0170 (6) 0.0009 (5) 0.0018 (5) 0.0028 (5) C17 0.0175 (6) 0.0144 (6) 0.0138 (6) 0.0026 (5) 0.0015 (5) 0.0015 (5) C18 0.0148 (6) 0.0163 (6) 0.0151 (6) 0.0036 (5) 0.0020 (5) 0.0020 (5) Geometric parameters (Å, °) S1-C4 1.7085 (14) C6-C7 1.4378 (18) S1-C1 123.6 H11A-C11-H11B 108.0 C2'-C3'-S1' 116.8 (14) C13-C12-C17 118.92 (12) C2'-C3'-H3' 121.6 C13-C12-C11 121.40 (12) S1'-C3'-H3' 121.6 C17-C12-C11 119.69 (11) C18-N1-C6 125.02 (11) C14-C13-C12 121.08 (13) C18-N1-H1 122.2 (12) C14-C13-H13 119.5 C6-N1-H1 112.8 (12) C12-C13-H13 119.5 C3-C4-C1' 110.3 (8) C13-C14-C15 120.03 (13) C3-C4-C8 124.6 (6) C13-C14-H14 120.0 C1'-C4-C8 125.0 (5) C15-C14-H14 120.0 C1'-C4-S1' 111.5 (6) C16-C15-C14 119.84 (12) C8-C4-S1' 123.5 (3) C16-C15-H15 120.1 C3-C4-S1 114.4 (6) C14-C15-H15 120.1 C8-C4-S1 120.97 (10) C15-C16-C17 120.41 (12) S1'-C4-S1 115. (12) C4-S1-C1-C2 0.8 (4) S1-C4-C8-C7 59.63 (16) S1-C1-C2-C3 0.0 (8) C3-C4-C8-C9 61.7 (7) 
